Supplementary Information
. Standard orientation of Imidazole-4-acetic acid (I) calculated by using B3LYP/6-311++G** level of theory. Table S3 . The bond lengths (Å) of the optimized geometries of H-bonded imidazole-4-acetic acid (I) and planar imidazole-5-acetic acid (II) using B3LYP/6-311++G** level of theory. The crystal structure of imidazole-4-acetic acid hydrochloride is given for comparison purposes. Figure S1 . The structure of the Transition State for the 1,3-proton shift water-assisted tautomerization of I↔II. 
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